Source of material S-benzyldithiocarbazate (SBDTC) was prepared as previously described [1], Clear solutions of SBDTC (3.96 g, 0.02 mol) and benzoyl chloride (2.81 g, 0.02 mol) in hot absolute ethanol (50 ml) were mixed and heated for 15 minutes. The reaction mixture was then concentrated, cooled to room temperature and allowed to stand overnight. The white solid formed was filtered, washed with ethanol and then recrystallized from ethanol. The recrystallized product, which formed monoclinic crystals, was dried in vacuo (yield, 4.55 g, 80%, mp = 381 K). The IR absorption at 1600 cm -1 shows the presence of the C=N Schiff base functional group, however, v(C=S) was not observed. This indicated that the product was a cyclized compound rather than the expected linear condensation product. CHN analysis (C 63.25, H4.45, N 10.01) is in agreement with values calculated on the basis of crystal structure investigation (C 63.34, H 4.22, N 9.85) for 2-S-benzyl-5-phenyl-l-(l-thia-3,4-diaza-cyclopenta-2,4-diene).
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Experimental details
The data collection covered over a hemisphere of reciprocal space by acombination of three sets of exposures; each set had a different ep angle (0.88° and 180° for the crystal and each exposure of 10 s covered 0.3° in co. The crystal-to-detector distance was 4 cm and the detector swing angle was -35°. Coverage of the unique set is over99% complete. Crystal decay was monitored by repeating fifty initial frames at the end of data collection and analysing the duplicate reflections, and was found to be negligible. 
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